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In the structure of the 1:1 proton-transfer compound of 4-
methylpyridine (-picoline) with 4,5-dichlorophthalic acid,
C6H8N
+C8H3Cl2O4H2O, determined at 200 K, the 4,5-
dichlorophthalate anions are bridged by the water molecule
through O—H  Ocarboxyl hydrogen bonds, giving zigzag
chains which extend along the c-axis direction. The 4-
methylpyridinium cations are linked to the chains through
single N—H  Owater hydrogen bonds and occupy the voids
within the chains in the one-dimensional structure. The anions
have the common ‘planar’ conformation with a short intra-
molecular O—H  Ocarboxyl hydrogen bond.
Related literature
For the structures of other hydrogen 4,5-dichlorophthalate
salts, see: Mallinson et al. (2003); Bozkurt et al. (2006); Smith et
al. (2007, 2008a,b, 2009, 2009a,b); Smith & Wermuth
(2010a,b).
Experimental
Crystal data
C6H8N
+C8H3Cl2O4H2O
Mr = 346.15
Monoclinic, P21=n
a = 3.8398 (3) A˚
b = 29.5531 (17) A˚
c = 12.9855 (7) A˚
 = 90.054 (6)
V = 1473.57 (16) A˚3
Z = 4
Mo K radiation
 = 0.46 mm1
T = 200 K
0.30  0.20  0.08 mm
Data collection
Oxford Diffraction Gemini-S CCD-
detector diffractometer
Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.930, Tmax = 0.980
8898 measured reflections
2579 independent reflections
2156 reflections with I > 2(I)
Rint = 0.021
Refinement
R[F 2 > 2(F 2)] = 0.045
wR(F 2) = 0.129
S = 1.29
2579 reflections
215 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.24 e A˚
3
min = 0.33 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1A—H1A  O1W 0.85 (5) 1.82 (5) 2.663 (5) 170 (5)
O1W—H11W  O21 0.79 (5) 2.02 (5) 2.793 (4) 168 (5)
O1W—H12W  O11i 0.78 (5) 2.03 (5) 2.806 (4) 170 (4)
O21—H21  O12 1.00 (6) 1.38 (6) 2.376 (4) 180 (8)
Symmetry code: (i) xþ 12;yþ 12; z 12.
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell
refinement: CrysAlis PRO; data reduction: CrysAlis PRO;
program(s) used to solve structure: SIR92 (Altomare et al., 1994);
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008)
within WinGX (Farrugia, 1999); molecular graphics: PLATON
(Spek, 2009); software used to prepare material for publication:
PLATON.
The authors acknowledge financial support from the
Australian Research Council and the Faculty of Science and
Technology, Queensland University of Technology.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: JJ2029).
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